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. Cartesian coordinates of the LS [Fe(qsal)2] cation. S2 Table S2 . Cartesian coordinates of the HS [Fe(qsal)2] cation. S4 Table S1 . Cartesian coordinates of the LS [Fe(qsal)2] cation. C -2.14240900 0.18146300 1.97273400 C 2.18121300 4.70016600 -0.40891100 C 2.90118000 4.08049100 -1.41633000 C 2.64995200 2.71466400 -1.72119700 C 1.65451700 2.01609500 -0.97896200 C 3.33868000 1.99119800 -2.73380300 C 3.02643000 0.66269900 -2.95471800 C 2.03014300 0.04657300 -2.15951000 C -2.14249800 -0.18151100 -1.97268700 C -3.16931800 0.46028700 -2.71999500 C -4.05199800 -0.27261600 -3.49973800 C -3.16908700 -0.46039200 2.72018600 C -3.95865900 -1.68600400 -3.58896600 C -2.96111500 -2.33448400 -2.88699600 C -2.03429700 -1.61475900 -2.07375400 C -1.00883000 -2.35650400 -1.42230200 C 0.89961200 -2.67259200 -0.03850700 C 1.18523400 -4.00463500 -0.32252400 C 2.18130000 -4.70011200 0.40892500 C 2.90120700 -4.08042900 1.41638200 C 2.64993900 -2.71460600 1.72123800 C 1.65457200 -2.01604000 0.97891000 C -4.05183700 0.27248400 3.49987600 C 3.33851700 -1.99115800 2.73396200 C 3.02617800 -0.66268800 2.95491000 C 2.02999800 -0.04655000 2.15957400 C -3.95870800 1.68589700 3.58890700 C -2.96129300 2.33443400 2.88680400 C -2.03440100 1.61473600 2.07362700 C - 3.94107800 -2.18021700 C -2.60150900 2.53062300 -2.17176700 C -1.58069600 1.96144200 -1.35147800 C -3.39767400 1.63950300 -2.94247800 C -3.16988600 0.27808400 -2.86468700 C -2.15330000 -0.19484100 -1.99989900 C -2.37430800 -0.88846300 1.92074700 C -3.44064100 -0.47773700 2.76349600 C -4.42091600 -1.37975000 3.15955400 C 3.44119600 0.47743100 2.76288100 C -4.38833700 -2.73329500 2.74087400 C -3.35502800 -3.15922400 1.92432300 C -2.33207000 -2.26420500 1.49517200 C -1.28664000 -2.79138200 0.67575100 C 0.72471800 -2.80240100 -0.56925400 C 0.95793300 -4.17470600 -0.57607900 C 1.97838000 -4.73712300 -1.38374400 C 2.78189900 -3.94098100 -2.18019700 C 2.60125800 -2.53057100 -2.17222400 C 1.58052500 -1.96134600 -1.35187000 C 4.42116000 1.37954500 3.15945000 C 3.39699500 -1.63951900 -2.94346800 C 3.16891100 -0.27813100 -2.86605800 C 2.15246900 0.19484400 -2.00110800 C 4.38816300 2.73330400 2.74147300 C 3.35476900 3.15931300 1.92508500 C 2.33210200 2.26419100 1.49542500 C 1.28664500 2.79145000 0.67611000 C -0.72447600 2.80253600 -0.56932800 C -0.95729100 4.17490600 -0.57669900 Fe -0.00001400 0.00002500 0.33926200 H 3.46219700 -0.55973500 3.08715200 H -3.75774800 -0.43329900 -3.43712200 H -1.97144500 -1.26275100 -1.90043100 H -3.46133000 0.55926500 3.08831500 H -5.22727500 -1.03886700 3.80620200 H -5.16139600 -3.42508900 3.06341500 H -3.30969900 -4.19847900 1.60094200 H
